Supporting information
Summary of known structures in the GH family 6. * Acid and base represent the catalytic acid and proton-accepting residue in the Grotthuss mechanism, respectively. On and off indicate conformations of the residues; pointing toward and away from the center of the active-site tunnel, respectively. ** Glucopyranoses have no interaction with the protein because of the lack of subsites +3 and +4 in M. tuberculosis Cel6. ***The Asp79 in T. fusca Cel6A is distantly positioned from catalytic center. Abbreviations used for aglycone: ClMUF, 6-chloro-4-methyl-umbelliferone; ClPhUF, 6-chloro-4-phenylumbelliferone; IFM, 5-hydroxymetyl-3,4-dihydroxypiperidine; IOB, 3-iodo-benzylalcohol; MUF, methylumbelliferone; Me, methyl group; pNP, p-nitrophenol; Xylp, xylopyranose. Abbreviations used for other molecules: GOL, glycerol; HEPES, 4-(2-hydroxymethyl)-1-piperazine ethanesulfonic acid; TRS, 2-amino-2-hydroxymethyl-propane-1,3-diol.
Figure S1
Sequence alignment of the catalytic domains of P. chrysosporium Cel6A, C. cinerea Cel6A, T. reesei Cel6A and H. insolens Cel6A. The catalytically important residues are highlighted in yellow, and residue numbers of PcCel6A are shown with arrows. The N-terminal and C-terminal loops are colored in green and cyan, respectively, and the regions observed in multiple conformations in PcCel6A are highlighted in darker colors.
